Key indicators: single-crystal X-ray study; T = 293 K, P = 0.0 kPa; mean (C-C) = 0.005 Å; R factor = 0.039; wR factor = 0.103; data-to-parameter ratio = 15.8.
In the title compound (common name: iodiconazole), C 19 H 19 F 2 IN 4 O, there is an intramolecular O-HÁ Á ÁN hydrogen bond and molecules are linked by weak interactions only, namely C-HÁ Á ÁN, C-HÁ Á ÁO and C-HÁ Á ÁF hydrogen bonds, and -electron ring--electron ring interactions between the triazole rings with centroid-centroid distances of 3.725 (3) Å .
Related literature
For the pharmacological activity of azole compounds, see Fromtling (1988) ; Gallagher et al. (2003) . For a liquid chromatography-tandem mass spectrometry (LC-MS/MS) assay for determination of trace amounts of iodiconazole in human plasma, see Gao et al. (2009) . For an ultra-fast LC method for the determination of iodiconazole in microdialysis samples and its application in the calibration of laboratory-made linear probes, see Sun et al. (2010) . For the high-performance liquid chromatographic (HPLC) determination of iodiconazole in rat plasma, see Wen et al. (2007) . For the synthesis of iodiconazole, see Sheng et al. (2002) ; Zhang et al. (2001) . For classification of the hydrogen bonds, see Gilli & Gilli (2009 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. (Gallagher et al., 2003) , too. In order to obtain new compounds with more potent activity, less toxicity and a broader antifungal spectrum, several azole compounds have been synthesized (Sheng et al., 2002; Zhang et al., 2001) . Herein we report the crystal structure determination of the title compound which belongs to the same chemical class.
There is an intramolecular O1-H1···N1 hydrogen bond of moderate strength in the structure. (Table 1 ; For classification of the hydrogen bonds, see Gilli & Gilli, 2009 ). The molecules are linked by weak C-H···N, C-H···O and C-H···F hydrogen bonds (Table 1) . Moreover, there are π-electron ring-π-electron ring interactions between the triazole rings with the centroid distances of 3.725 (3) Å with the symmetry code of the second ring is -x, y, 3/2-z.
Experimental
The title compound was prepared according to the procedure described by Sheng et al. (2002) : To a stirred mixture of 1-[2-(2,4-difluorophenyl)-2,3-epoxypropyl]-1H-1,2,4-triazole methanesulphonate (3 g, 0.009 mol), anhydrous CH 3 OH (20 ml) and NaOH (0.4 g), 4-iodo-N-methyl-benzylamine (4.46 g, 0.022 mol) was added. The mixture was heated at 50-60 C° for 6 h. The reaction was monitored by thin-layer chromatography (TLC). The resulting mixture was kept at room temperature for 12 h. After filtration, the filtrate was evaporated under reduced pressure. Water (50 ml) was added to the residue and it was extracted with ethyl acetate (3 × 100 ml). The extract was washed with saturated NaCl solution (50 ml × 3), dried over anhydrous Na 2 SO 4 and evaporated under vacuum. The residue was purified by column chromatography on silica gel (petroleum ether: EtOAc 1: 1 v/v) to afford iodiconazole. Single crystals (colourless prisms) were grown by slow evaporation of a solution of the title compound in petroleum ether/acetone (1:1, v/v) at room temperature.
Refinement
All the hydrogens were discernible in the difference electron density map. Despite of it the hydrogens attached to the C atoms were treated in the riding atom formalism: C aryl -H=0.93 , C methyl -H=0.96, C methylene -H=0.97 Å.
U iso (H)=1.2U eq (C aryl/methylene ), U iso (H)=1.5U eq (C methyl ). The positional parameters of the hydroxyl hydrogen H1 were refined applying the distance restraint O1-H1 distance equal to 0.82 (2) Å. U iso (H1)=1.5U eq (O1).
Computing details
Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT (Bruker, 1997) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 supplementary materials sup-2 Acta Cryst. (2012). E68, o2447-o2448 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) .
Figure 1
The title molecule with the atom-labelling scheme. The displacement ellipsoids are drawn at the 30% probability level.
The H atoms are shown as small spheres of arbitrary radius. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ (F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1 0.039478 (7) 0.71329 (5) 
